Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.005 Å; R factor = 0.048; wR factor = 0.074; data-to-parameter ratio = 17.5.
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Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.048 wR(F 2 ) = 0.074 S = 1.13 3824 reflections 219 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.34 e Å À3 Á min = À0.35 e Å À3 Absolute structure: Flack (1983) , 1584 Friedel pairs Flack parameter: 0.020 (10) Table 1 Hydrogen-bond geometry (Å , ). (Altomare et al., 1999) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEPII (Johnson, 1976) ; software used to prepare material for publication: SHELXL97 and TEXSAN.
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(R)-1-(4-Bromobenzoyl)-4-(1-phenylpropyl)thiosemicarbazide M. Serwer, M. Khawar Rauf, M. Ebihara and S. Hameed
Comment
Thiosemicarbazides have attracted much attention partly because of their biological activities such as antifungal (Mohareb et al., 2007) , antibacterial (Kucukguzel et al., 2006) , antiamoebic (Singh et al., 2005) antitubercular (Cardia et al.,2006) , corrosion inhibitors (Singh et al., 2003) and partly because of their use as intermediates in the synthesis of many biologically active heterocyclic compounds like 1,3,4-oxadiazoles (Dolman et al., 2006) , 1,3,4-thiadiazoles (Jalilian et al.,2000) and 1,2,4-triazole (Akhtar et al., 2007; Akhtar et al., 2006) . The other important biologically active compounds synthesized from thiosemicarbazides include thiazoles, thiazines, thiadiazines, pyrazines and indazoles (Hassan et al., 2006) . The C2-S1 and C1-O1 bonds both show the expected full double-bond character, while the short values for the C1-N1, C2-N2, N1-N2,C2-N3 and C9-N3 bond lengths also indicate partial double-bond character. The thiourea group is approximately planar. The crystal packing is stabilized by N(1)-H(1)···O(1) and N(3)-H(3)···S(1) hydrogen bonds.
Experimental
The 4-bromobenzoic acid hydrazide (0.0068 moles) was dissolved in methanol (30 ml) and a solution of 0.0066 moles of R-(+)-1-phenylpropylisothiocyanate, separately dissolved in 10 ml of methanol, was added drop wise with continuous stirring. The reaction mixture was refluxed and after consumption of the starting materials (TLC), the mixture was cooled to room temperature and methanol evaporated in vacuo. The crude thiosemicarbazide was recrystallized from a mixture of ethyl acetate and petroleum ether. Yield: 85%; m.p 160-161 °C; R f : 0.34 (Petroleum ether: acetone; 6:4); IR (ν max , KBr, cm −1 ): 3378, 3273, 3191, 3033, 2967, 2877, 1669, 1238, 1591, 1528, 699; 1 51, 165.60, 142.88, 133.20, 131.64, 129.61, 128.10, 126.87, 126.74, 126.12, 59.55, 28.21, 10.47; EIMS: (m/z %) 214 (20), 183 (100), 155 (55),104 (10), 76 (50) Refinement H atom on the N atom was refined isotropically. Other H atoms were placed in idealized positions and treated as riding atoms with C-H distance in the range 0.95-0.99 Å and U iso (H) = 1.2U eq (C) or 1.5U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
C1-O1 1.224 (4) C8-H8 0.9500 C1-N1 1.367 (4) C9-C16 1.531 (5) C1-C3 1.489 (5) C9-C10 1.532 (4) N1-N2 1.397 (4) C9-H9 1.0000 N1-H1 0.84 (4) C10-C15 1.382 (5) C2-N3 1.330 (5) C10-C11 1.393 (5) C2-N2 1.358 (5) C11-C12 1.386 (5) C2-S1 1.688 (4) C11-H11 0.9500 N2-H2 0.73 (4) C12-C13 1.376 (6) 
